Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134061.D

Acqg On : 30 Jun 2023 20:05

Operator : CG\JU

Sample : 03428-04 :
Misc . PNNL-APM-0621-2

ALS Vvial : 12 Sample Multiplier: 1

Quant Time: Jul 01 04:32:11 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jun 30 18:35:29 2023

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.845 152 95923 20.000 ng 0.00
21) Naphthalene-d8 8.122 136 376563 20.000 ng -0.01
39) Acenaphthene-die 9.880 164 190478 20.000 ng -0.01
64) Phenanthrene-d10 11.374 188 389016 20.000 ng -0.01
76) Chrysene-di12 14.033 240 189028 20.000 ng #-0.02
86) Perylene-di12 15.539 264 202595 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.493 112 692551 120.772 ng 0.00

7) Phenol-d6 6.487 99 780847 110.724 ng 0.00
23) Nitrobenzene-d5 7.410 82 620409 88.812 ng -0.01
42) 2,4,6-Tribromophenol 10.680 330 322248 134.933 ng 0.00
45) 2-Fluorobiphenyl 9.204 172 1145945 87.468 ng 0.00
79) Terphenyl-di4 12.980 244 1379679 117.468 ng 0.00
Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134061.D

Acqg On : 30 Jun 2023 20:05

Operator : CG\JU

Sample : 03428-04 :
Misc . PNNL-APM-0621-2

ALS vial : 12  Sample Multiplier: 1

Quant Time: Jul 01 04:32:11 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jun 30 18:35:29 2023

Response via : Initial Calibration

Abundance TIC: BF134061.D\data.ms
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Abundance Scan 810 (6.851 min): BF133957.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.845 min Scan# 8UgiAtTIEIs
Ref 50 115.0 Delta R.T. -0.006 min _
520  78.0 Lab File: BF134061.D [(SlEhISEIoEI6H
Acq: 30 Jun 2023 20:05 ENNENEVEePRT

0
m/z—-> 40 60 100 120 140 160 Tgt Ion:152 Resp: 95923

Abundance Scan809(6.845m|n). BF134061.D\datams = 100 Ratio Lower Upper
150.0 152 100

150 156.4 124.5 186.7
115 61.9 50.2 75.2

Raw 50
78.0 115.0 Abundance
miz--> 40 60 100 120 140 160 6,845
Abundance Scan 809 (6.845 mln). BF134061.D\data.ms (-79 '
150.0 100000
Sub
50 115.0 50000
52.0 78.0
ot 4968 | 1320 || 0 L
miz--> 40 60 80 100 120 140 160 Time-—> 6.80 6.85 6.90 6.95

Abundance Scan 577 (5.481 min): BF133957.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 120.772 ng

64.0
RT: 5.493 min Scan# 579
Ref 50 Delta R.T. 0.006 min
92.0 Lab File: BF134061.D
38“0 500 (ﬁ ‘ Acqg: 30 Jun 2023 20:05
0 \‘\\\‘\‘\\\\}‘\‘\1}“1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
m/z—> 30 40 50 60 70 80 90 100 110 120 A Tgt Ion:112 Resp: 692551

Abundance  Scan 579 (5.493 min): BF134061 D\datams = 10N Ratio Lower Upper
112.0 112 100

64 63.4 52.1 78.1

64.0 63 36.4 28.6 42.8
Raw 5p
Abundance
92.0 5.493
m/z--> 30 40 50 GO 70 80 90 100 110 120
Abundance Scan 579 (5.493 min): BF134061.D\data.ms (-52
112.0 400000
64.0
Sub 50 200000
92.0
o 2080 | mo L JL_
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5. 40 550 5.60
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Abundance Scan 749 (6.492 min): BF133957.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 110.724 ng
RT: 6.487 min Scan# 74{QEdllEies
Ref 50 71.1 Delta R.T. -0.006 min VA
421 Lab File: BF134061.D |QUERIESEUISICICHE
‘ Acq: 30 Jun 2023 20:05 ENNEZIINEUPRED
0\\‘\\\1‘“\‘1\\“1!\\‘\‘“!\w\\\\‘\\\\‘\\‘\\‘“\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 780847
Abundance  Scan 748 (6.487 min): BF134061.D\datams 10N Ratlo Lower Upper
94.1 99 100
42 25.2 19.8 29.6
71  42.4 31.9 47.9
Raw 50 71.1
’ Abundance
421 6.487
‘ 82.1
0\\‘\HMH\‘\‘H“HHH”\”HH‘HH‘H\HHH‘ 600000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 748 (6.487 min): BF134061.D\data.ms (-69
99.1 400000
Sub
50 71.1 200000
42.0
oH_H:M!M‘u‘H‘1_mHHﬁ?-?”_”uw‘ O ‘L’—‘ —
miz--> 30 40 50 60 70 80 90 100 Time—>  6.40  6.60
Abundance Scan 1028 (8.133 min): BF133957.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.122 min Scan# 1026
Ref 50 Delta R.T. -0.012 min
Lab File: BF134061.D
54.0 108.1 Acq: 30 Jun 2023 20:05
0b ot Ll 1638 2008
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:136 Resp: 376563
Abundance Scan 1026 (8.122 min): BF134061 D\datams = 1ON Ratlo Lower Upper
136.1 136 100
137 11.1 8.6 12.8
54 9.0 6.5 9.7
Raw gg 68 5.5 4.2 6.2
Abundance
8.122
400000
40 g0 1 |
0 \\‘\\1\’\‘1\‘\‘“\\\\’\\\\‘\\\H‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 1026 (8.122 min): BF134061.D\data.ms (-9
136.1
200000
Sub
50 100000
54.0 76.0 10‘8.1 |
0 el et et el e e e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 810 820
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Abundance Scan 906 (7.416 min): BF133957.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
Concen: 88.812 ng
54.1 RT: 7.410 min Scan# 9(IRUAIIEE
Ref 50 128.1 Delta R.T. -0.012 min _
Lab File: BF134061.D (SlEERISEIIAE
98.1 Acq: 30 Jun 2023 20:05 ENNEZIINEUPRED
oL 400 || esb, | T 121 |
T T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ L T T ‘
miz--> 40 60 80 100 120 Tgt Ion: ‘82 Resp: 620409
Abundance  Scan 905 (7.410 min): BF134061.D\data.ms 100 Ratio Lower Upper
82.1 82 100
128 41.3 32.5 48.7
54.1 54 59,7 48.2 72.2
Raw 50
128.1 Abundance
7.410
98.1
0 401 ‘ 680 |, 1124 | 600000
T T T ‘ T T ‘ T T T ‘ T T T T ‘ T T T T ‘ L T T ‘
miz--> 40 60 80 100 120
Abundance Scan 905 (7.410 miné:EB::134061 .D\data.ms (-85 400000
54.1
Sub 198.1 200000
98.1
o400 e || i1 | 0
T L ‘ L T T ‘ L T T ‘ LI T T ‘ LI T T ‘ LI T T ‘ T T T T ‘ T T T T ‘ T T 1
miz--> 40 60 80 100 120 Time--> 7.40 7.50

Abundance Scan 1327 (9.892 min): BF133957.D\data.ms (-1 #39

164.2 | Acenaphthene-di10

Concen: 20.000 ng

RT: 9.880 min Scan# 1325
Ref 50 Delta R.T. -0.012 min

Lab File: BF134061.D

80.0 Acq: 30 Jun 2023 20:05

54.1 106.1 1321

36.0 7 0l ° L |
0 T T T ‘ TT } T ‘ T } T } ‘ T ‘ 1T T ‘ T 1T ‘ TT 11
m/z—> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 190478

Abundance Scan 1325 (9.880 min): BF134061 D\datams 10N Ratio Lower Upper
162.1 164 100

162 102.4 80.0 120.0
1606 45.6 35.9 53.9

Raw 5p
Abundance
80.1 9.880
04— “\ ‘514‘.‘0‘ 1‘1 “‘“‘\ i‘\’lwoiow‘oﬂ TT “\1\3%;1‘ T \‘“ 200000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1325 (9.880 min): BF134061.D\data.ms (-1 150000
162.1
100000
Sub
Y 50
50000
80.1
54.0 1321
NPT s O N O
m/z--> 40 60 80 100 120 140 160 Time--> 9.80 9.90
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Abundance Scan 1462 (10.686 min): BF133957.D\data. ms( #42

2,4,6-Tribromophenol

Concen: 134.933 ng

RT: 10.680 min Scan# 1{gEigial=laies
Delta R.T. -0.006 min |
Lab File: BF134061.D |(GUEINEETSIEIR
Acq: 30 Jun 2023 20:05 ENNEZIINEUPRED

Ref 50

0,
m/z—-> 50 100 150 200 250 300 Tgt Ion:330 Resp: 322248

Abundance Scan 1461 (10.680 min): BF134061.D\data.ms ggg iggio Lower Upper

332 96.5 77.0 115.6
141 32.7 26.3 39.5

Raw 50
Abundance
10.680
ol 300000
m/z--> 50 100 150 200 250 300
Abundance Scan 1461 (10.680 min): BF134061.D\data.ms (
32 E 200000
Sub
500 00 100000
140.9
‘ H 221.9
ol \ b | 1838 | 2746 e
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.70 10.80

Abundance Scan 1211 (9.210 min): BF133957.D\data.ms (-1 #45

1721 | 2-Fluorobiphenyl
Concen: 87.468 ng
RT: 9.204 min Scan# 1210
Ref 50 Delta R.T. -0.006 min

Lab File: BF134061.D

Acqg: 30 Jun 2023 20:05
300 63.0 850 157 13301521 4

miz--> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 1145945

Abundance Scan 1210 (9.204 min): BF134061 D\datams  1oN Ratio Lower Upper
1721 | 172 100

171 35.6 28.6 43.0
170 24.0 19.4 29.0

Raw 5p
Abundance
9.204
39 1 1l 63\ O 111 85‘\ 0 120 0 | 1\‘5\‘]1 | ‘
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 40 60 80 100 120 140 160 180 1000000
Abundance Scan 1210 (9.204 min): BF134061.D\data.ms (-1
172.1
Sub 500000
50
85.0 151.1
5 P LY | e
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25
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Abundance Scan 1581 (11.386 min): BF133957.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.374 min Scan#t 1{gigiil=glies
Ref 50 Delta R.T. -0.012 min A_
Lab File: BF134061.D [(SlEhISEIoEI6H
. . PNNL-APM-0621-2
80.1 158.1 Acq: 30 Jun 2023 20:05
0\4\2? \‘\”\‘ il 1\18\(\)\ “‘1 t \m\ T \-‘ T
miz--> 50 100 150 200 250 Tgt Ion:}88 Resp: 389016
Abundance Scan 1579 (11.374 min): BF134061.D\data.ms | 10N Ratlo Lower Upper
188.2 188 100
94 8.8 6.4 9.6
80 9.7 7.3 10.9
Raw 50
Abundance
50.1 158.1 400000 11.875
0\4\2“1 e \‘ \“ 1\18\‘! T “M.\ \LH\ LA A
m/z--> 50 1 00 150 200 250 300000
Abundance Scan 1579 (11.374 min): BF134061.D\data.ms (-
188.2
200000
Sub
%0 100000
80.1 158.1
Y L5 W N A e
m/z--> 50 100 150 200 250 Time--> 11.30 11.40 11.50

Abundance Scan 2033 (14.045 min): BF133957.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.000 ng

RT: 14.033 min Scan# 2031

Ref 50 Delta R.T. -0.018 min
Lab File: BF134061.D
Acq: 30 Jun 2023 20:05

120.1
0+ T \80\1\‘ “‘\hu T \1‘56\1\ t 2081 I
m/z--> 50 100 150 200 250 Tgt IOI’]Z?4@ Resp: 189028
Abundance Scan 2031 (14.033 min): BF134061.D\datams = 10N Ratio Lower Upper
240.2 240 100

120 11.5 7.4 1l1.o0#
236 25.4 21.0 31.6

Raw 5p
Abundance
14.033
66.0 120. 208.1 H
04— T \ r \‘ i “! T \1‘56\ 1\ T “i‘.\ \H‘H“ \2\8\0\! 150000
m/z--> 50 1 00 150 200 250
Abundance Scan 2031 (14.033 min): BF134061.D\data.ms (-
240.2 100000
Sub
50 50000
120.1
0 66.0 ol \H 156.1 20§1 m‘”‘ 280.! 0
A L e S e e e R T T
m/z--> 50 100 150 200 250 Time--> 14.00 14.10
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Abundance Scan 1852 (12.980 min): BF133957.D\data.ms (1 #79

244.2 Terphenyl-di4
Concen: 117.468 ng
RT: 12.980 min Scan# 1{gEigil=laiss
Ref 50 Delta R.T. -0.006 min _
Lab File: BF134061.D |(GUEINEETSIEIR
Acq: 30 Jun 2023 20:05 ENNEZIINEUPRED
0+ \‘5‘4“..\1‘\ ft \”“"]\2‘\‘2.\1\1‘6“?.\1\1\9?.] \‘\HM“ T ™
miz--> 50 100 150 200 250 300 18t Ion:g44 Resp: 1379679
Abundance Scan 1852 (12.980 min): BF134061.D\data.ms 10N Ratlo Lower Upper
244.2 244 100
212 7.1 6.0 9.0
122 8.9 8.3 12.5
Raw 50
Abundance
12.980
1221 160.1
54.1 198. |
04— “\‘\ ft \““\ ‘\‘ by T ‘1‘ T “ \2\‘\“\“““ T \3‘1\0.\
m/z--> 50 100 150 200 250 300 1000000
Abundance Scan 1852 (12.980 min): BF134061.D\data.ms (-
244.2
Sub 500000
50
1221
o420 821 “ 1190711082 | 209 0
e et el SR e
m/z--> 50 100 150 200 250 300 Time--> 13.00

Abundance Scan 2288 (15.545 min): BF133957.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.539 min Scan# 2287

Ref 50 Delta R.T. -0.012 min
Lab File: BF134061.D
132.1 Acq: 30 Jun 2023 20:05
0\\52‘-\0\ T \H\ “H T \1\9\4‘1 ik ““\‘”\ T T T ‘ T
miz--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 2082595
Abundance Scan 2287 (15.539 min): BF134061.D\datams A 10" Ratio Lower Upper
264.2 264 100

260 24.7 19.5 29.3
265  22.5 16.6 25.0

Raw 5p
Abundance
132.1 15.839
0\4‘\“.‘0\ \8\8\.1‘ \‘H\ “H\ T \\2(‘)?.\1\‘”\ ‘m\h‘\ B \:\35‘5\
m/z--> 50 100 150 200 250 300 350 100000
Abundance Scan 2287 (15.539 min): BF134061.D\data.ms (-
264.1
Sub 50000
50
132.1
0498900 | 18012221 | s, —
miz--> 50 100 150 200 250 300 350 Time--> 15.50 15.60
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